Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.016; wR factor = 0.042; data-to-parameter ratio = 17.2.
Related literature
For the crystal structure of 2-(o-hydroxyphenyl)benzothiazole, see: Stenson (1970) ; Aydin et al. (1999) ; Jia & Jin (2009) . For graph-set analysis of hydrogen bonds, see : Etter et al. (1990) ; Bernstein et al. (1995) . For our continuing efforts to create new radio-pharmaceuticals, see : Gerber et al. (2011) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2010 ); cell refinement: SAINT (Bruker, 2010) ; data reduction: SAINT; program(s) used to solve structure: SIR97 (Altomare et al., 1999); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 2-(1,2-Dihydro-2-oxopyridin-3-yl)-1,3-benzothiazol-3-ium bromide monohydrate K. Potgieter, T. Gerber and R. Betz
Comment
In our continuous efforts to create new radio-pharmaceuticals (Gerber et al., 2011) , we attempted the coordination reaction of a bidentate ligand towards a rhenium(V) precursor upon which a crystalline reaction product was obtained. The crystal structure analysis showed the unintentional synthesis of a protonated derivative of the ligand. The structure of 2-(ohydroxyphenyl)benzothiazole is apparent in the literature (Stenson, 1970; Aydin et al., 1999; Jia & Jin, 2009 ).
In the molecule, the -possible -hydroxy-pyridine moiety is present as its keto-tautomer. Protonation took place on the nitrogen atom of the five-membered heterocyclic subunit. The molecule is essentially flat, the least-squares planes defined by the ring atoms of the benzothiazol moiety and the ring atoms of the hydroxy-pyridine tautomer enclose an angle of only 6.91 (6) °. One molecule of solvent water is present in the crystal structure ( Fig. 1 ).
In the crystal structure, hydrogen bonds as well as S···O contacts (whose range falls by more than 0.2 Å below the sum of van-der-Waals radii of the respective atoms) are present. While the hydrogen bonds originating from the solvent water as well as the protonated nitrogen atom of the five-membered heterocyclic subunit exclusively have the bromide anion as acceptor, the water molecule's oxygen atom serves as acceptor for the hydrogen atom of the intracyclic NH group in the six-membered heterocycle. The pattern formed by the water molecules connecting the bromide anions is reminiscent of a parallelogram (Fig. 2) . The S···O contacts give rise to the formation of centrosymmetric dimers. In total, the components of the crystal structure are connected to a three-dimensional network. In terms of graph-set analysis (Etter et al., 1990; Bernstein et al., 1995) , the descriptor for the hydrogen bonding system is DDDD on the unitary level. The parallelogram shaped pattern necessitates a R 4 2 (8) descriptor on the binary level. The description of the S···O contacts is possible by a R 2 2 (10) descriptor on the unitary level. The closest intercentroid distance between two π-systems was found at 3.7420 (7) Å and was observed between two phenyl-moieties.
The packing of the title compound is shown in Figure 3 .
Experimental
The compound was unintentionally obtained upon reacting ReOBr 3 (PPh 3 ) 2 and the unprotonated title compound in methanol. Crystals suitable for the X-ray diffraction study were obtained upon free evaporation of the solvent at room temperature in the course of three days.
Refinement
Carbon-bound H atoms were placed in calculated positions (C-H 0.95 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.2U eq (C). The hydrogen atoms on the water molecule as well as on both nitrogen atoms were located on a difference Fourier map and refined freely.
supplementary materials sup-2 Figures   Fig. 1 . The molecular structure of the title compound, with atom labels and anisotropic displacement ellipsoids (drawn at 50% probability level). 
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